ID Tox21_113630  Plate Batch4-SP112431 Well P1-C-16 File SP112431-C16.D  Inj Date: 5 Sep 13 10:34 pm - MF C13H13N3 MW 211.1 Expected Conc: 3.00 mM \
*ELSD . _
o RT Found ELS% UV % ELS[mg/mL] Adj[ELS] [N mM] Adj[CLN] #N
orm. 7§
E 0.23 0.0 0.0 0.13 mM 3.0
70*; 3 0.35 80.8 0.0 0.08 0.09 mM 3.0
6753 L et 0.72 Yes 19.2 100.0  0.03  0.15 mM 5.16 mM 1.72 mM 3.0
5 T ——
*CLND 3.05 0.0 0.0 0.04 mM 3.0
Norm. g 3.82 0.0 0.0 3.0
| ﬁ
100~ f
| [
B0 diop ot =
*UV 310 (220 to 400 nm) Comment: Failed-Purity
Norm. 7 rﬂ *MS+ 0.318:0.370 min *MS- 0.318:0.370 min
100 ‘\ 2 Norm. i o Maxi7? Norm. ~ Max: 21868
504 ‘ \ “ﬁ\‘ 80— ‘C_>| g RO 804 o 3
0l L _ 60 =) 0 § 60 0
: — 40 40 2 |«
VS s &S, 4 il 20 Q@
] ~ 209N (&l |2 R o |\l i ™
Norm. 3 E o A it i b 0 m\h bt .. bt e
1 500 m/z 500 m/Z
100000 7 *MS+ 0.644:0.806 min *MS- 0.644:0.806 min
N ettt Norm. 3 Max: 22871 Norm. Max: 22459
-I\/IS‘ ‘ ‘ 80 80
Norm. 60 60
1 40 40 o
] i ~
1000000 20 20 Y
4 L . 0 | 0 .m.L.Jm.d... ST
e ——=— 500 m/z 500 m/z
+EIC MSDLPL2, El6=211.8212.8 Ny *MS+ 2.992:3.057 min *MS- 2.992:3.057 min
Norm. ] HN&@K _ Norm. Max: 642 Norm. | 13 Max: 30102
1 ' N 80 o B < 807 X
1 | 4 5 - o
4000073 60- @ 2 o 60
20000 | 1 , > 8 o o
E ' 40 il o s < d 04 |& o o <
0 I L oL L Lo L ] l i !'l Im\l‘ e s S| 3 ] & © o
'EIC MSD2 210, EIC=209.8:210.8 | | 20-c) @ (16 Bl MBS R 1 M ¢ SEM B35
] ’ e . . i A L 2 0 “-““"‘J Al LRt Do ‘
Norm. — 3 8 500 miz 200 800 m/z
20001 n & *MS+ 3.738:4.014 min *MS- 3.738:4.014 min
1000 - ” l m ““““ I Normm. Max: 1078 Normm. Max: 57787
O*: l lii“m Ill I \l nli il ] l\ l | l | ] 80 & 80
T T T ‘ T T T T T ‘ T T
0 1 3 min 605 60 2 5
40 ) mlo « ® « 40 N : oo'
) 20 % S @28 DS w\“ 83 9 20 T
. . o
Q0 MW Confirmed, Purity>90% IABLLLE % Wmmmwmw odubd v itllad M NP
PUb©hem 500 m/z 200 400 600 m/z
\ OpAns_Process.MAC Version A.01.10 - Dec 9, 2010
Page 1of1


http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144207179

	structure: 
	viz: 
	pc: 
	gg: 


